Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.008 Å; R factor = 0.072; wR factor = 0.205; data-to-parameter ratio = 12.7.
In the title compound, C 21 H 14 ClNO 3 , the benzoxazolone ring system is planar (r.m.s. deviation = 0.022 Å ) and forms dihedral angles of 75.38 (10) and 65.92 (13) with the mean planes of the chlorobenzoyl (r.m.s. deviation = 0.045 Å , excluding O atom) and benzyl (r.m.s. deviation = 0.023 Å ) groups. The observed structure is stabilized by weak C-HÁ Á ÁO hydrogen bonds and weak intermolecular C-HÁ Á Á interactions.
Related literature
For the natural source of benzoxazolin-2-one and its derivatives, see: Tang et al. (1975) ; Chen & Chen (1976) ; Smissman et al. (1957) . For the synthesis of benzoxazolin-2-one derivatives, see: Honkanen & Virtanen (1961) ; Bredenberg et al. (1962) ; Mukhamedov et al. (1994) . For related structures, see: Groth (1973) ; Işık et al. (2004) . For bond-length data, see: Allen et al. (1987) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C16-C21 ring. Data collection: STADI4 (Stoe & Cie, 1997); cell refinement: STADI4; data reduction: X-RED (Stoe & Cie, 1997); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Bruker, 1998) ; software used to prepare material for publication: SHELXL97.
3-Benzyl-6-(2-chlorobenzoyl)-1,3-benzoxazol-2(3H)-one Y. R. Takhirov, D. A. Dushamov, K. K. Turgunov, N. S. Mukhamedov and K. M. Shakhidoyatov
Comment
Benzoxazolin-2-one and its derivatives were found in rye seedlings, roots of Coix Lacryma Jobi L. and Scoporia dulcus and possess physiological activity (Tang et al., 1975; Chen & Chen, 1976; Smissman et al., 1957) . Acylation of benzoxazolin-2-ones using FeCl 3 . 6H 2 O as a catalyst, in low yields, has been demonstrated (Mukhamedov et al., 1994) . Our efforts toward acylation of benzoxazolin-2-one derivatives, containing an additional aromatic ring, has led to the synthesis of the title compound, (I), C 21 H 14 ClNO 3 .
In the title compound,(I), the benzoxazolone ring system is planar with an r.m.s. deviation of 0.022 Å. The dihedral angles between the mean planes of the benzoxazolone ring system and benzyl plane (r.m.s.deviation of 0.023Å) is 65.92 (13)° (Fig.   2 ). The carbonyl group is twisted by 61.6 (3)° relative to the mean plane of the chlorophenyl group. The dihedral angle between the benzoxazolone ring system and chlorophenyl plane (r.m.s. deviation of 0.045 Å) is 75.38 (10)°. Bond distances and angles are in normal ranges (Allen et al., 1987) . The observed structure is stabilized by weak C-H···O hydrogen bonds (Table 1 ). In addition, weak C-H···π-ring intermolecular interactions are also observed ( Fig. 3) 
Experimental
To a powder of 3-benzylbenzoxazolin-2-one (2.25 g, 10 mmol) was added 2-chloro-benzoylchloride (2.625 g, 1.899 ml, d=1.382 g/ml, 15 mmol) and FeCl 3 .6H 2 O (0,027 g, 0.1 mmol) as a catalyst (Fig. 1 ). The reaction mixture was heated to 423-433 K for 4 h. After cooling, the product was washed with water and re-crystallized from ethanol. The title compound with m.p. 401-403 K was obtained in a yield of 80% (3.2 g). Crystals suitable for X-ray analysis were obtained from ethanol by slow evaporation.
Refinement
Carbon-bound H atoms were positioned geometrically and treated as riding on their C atoms, with C-H distances of 0.93 Å (aromatic) and 0.97 Å (CH 2 ) and were refined with U iso (H) =1.2U eq (C). All other non-H atoms were refined anisotropically. supplementary materials sup-2 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the C16-C21 ring. 
